The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain 1 A 585
The following table lists non-polymeric compounds, carbohydrate monomers and non-standard residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit criteria:
Mol Type Chain Res Chirality Geometry Clashes Electron density 2 MYR A 1005 ---X 2 MYR A 1006 ---X Continued on next page...
Entry composition i ○
There are 4 unique types of molecules in this entry. The entry contains 4648 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called SERUM ALBUMIN. Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
• Molecule 1: SERUM ALBUMIN Chain A :   ASP  ALA  H3  K4  S5  E6  V7  R10  L14  L22  L31  F36  E37  D38  H39  V40  K41  L42  V46  F49  A50  K51  T52  C53  V54  E57  E60  N61  L66  K73  L74  C75  T76  V77  L80  R81  G85  E86  M87  A88  D89  C90  E97  R98  N99  E100   C101  F102  L103  Q104  H105  K106  P118  E119  V122  M123  F127  H128  D129  N130  E131  E132  T133  Y138  I142  A143  R144  P147  Y148  F149  Y150  A151  P152  L155  R160  A175  L179  L185  E188  K199  R209  A217  F223  P224  K225  V231  V235  T236   D237  K240  V241  E244  A254  R257  K262  Y263  N267  S272  K281  P282  L283  L284  E285  K286  S287  I290  A291  D296  E297  M298  P299  L302  P303  S304  L305  L331  Y332  E333  Y334  A335  R336  R337  V344  R348  K351  E354  C360  C361  A362  H367   Y370  A371  K372  V373  F374  D375  K378  P379  L380  E383  P384  L387  I388  C392  F395  E396  Q397  L398  G399  E400  Q404  L408  V415  P416  Q417  V418  S419  T420  P421  V424  S427  R428  N429  L430  G431  S435  K436  C437  C438  K439  H440  A449  E450  L453  V456   L457  V462  E465  K466  T467  P468  V469  R472  K475  E479  S480  L481  V482  N483  P486  L491  E492  V493  D494  Y497  E501  T506  F509  H510  A511  D512  I513  C514  T515  L516  S517  E518  K519  E520  R521  Q522  K525  Q526  A539  T540  K541  E542  Q543  L544  K545  D550   C558  C559  D562  D563  K564  E565  T566  C567  F568  V576  Q580  G584 Xtriage's analysis on translational NCS is as follows: The largest off-origin peak in the Patterson function is 6.94% of the height of the origin peak. No significant pseudotranslation is detected.
5 Model quality i ○
Standard geometry i ○
Bond lengths and bond angles in the following residue types are not validated in this section: MYR, OPB
The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).
Mol Chain Bond lengths Bond angles
There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no planarity outliers.
Too-close contacts i ○
In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes. The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 15.
Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes
All (139) There are no symmetry-related clashes.
Torsion angles i ○

Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. 
Mol Chain Analysed Favoured Allowed Outliers Percentiles
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. There are no RNA molecules in this entry.
Mol
5.4 Non-standard residues in protein, DNA, RNA chains i ○
There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
8 ligands are modelled in this entry.
In the following table, the Counts columns list the number of bonds (or angles) for which Mogul statistics could be retrieved, the number of bonds (or angles) that are observed in the model and the number of bonds (or angles) that are defined in the chemical component dictionary. The Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). All (14) 
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9.
Mol Chain
Analysed <RSRZ> #RSRZ>2 OWAB(Å 2 ) Q<0.9 1 A 582/585 (99%) -0.48 0 100 100 34, 57, 80, 104 0
There are no RSRZ outliers to report.
6.2 Non-standard residues in protein, DNA, RNA chains i ○
Carbohydrates i ○
Ligands i ○
In the following table, the Atoms column lists the number of modelled atoms in the group and the number defined in the chemical component dictionary. LLDF column lists the quality of electron density of the group with respect to its neighbouring residues in protein, DNA or RNA chains. The B-factors column lists the minimum, median, 95 th percentile and maximum values of B factors of atoms in the group. The column labelled 'Q< 0.9' lists the number of atoms with occupancy less than 0.9. 
Mol
Other polymers i ○
